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DETAILED ACTION 



1. 



Claims 1-20 are pending in tine application. 



Specification 



2. The title of the invention is not descriptive. A new title is required that is clearly 
indicative of the invention to which the claims are directed. 

The disclosure is objected to because of the following: The specification makes 
mention of a computer reading the computer-readable medium containing the 
instructions. However, the specification lacks any definition as to the type of computer- 
readable medium. The specification must mention the differences between the storage 
medium (RAM, ROM, etc.) and transmission media (waves, signals, etc.) and the claims 
must refer to the storage medium to be statutory under 35 U.S.C. 101 . 

Appropriate correction is required. 



Whoever invents or discovers any new and useful process, macliine, manufacture, or composition of 
matter, or any new and useful improvement thereof, may obtain a patent therefor, subject to the 
conditions and requirements of this title. 



(i) Claim 1 is directed to a method. However, the claim lacks either 1) being tied to 



Claim Rejections - 35 USC § 101 



3. 



35 U.S.C. 101 reads as follows: 
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another statutory class (such as a particular apparatus) or 2) transforming underlying 
subject matter to a different state or thing (In re Bilski). 

(ii) Claim 12 is rejected under 35 U.S.C. 101 because the claim is directed to non- 
statutory subject matter. A computer-readable medium can be interpreted to include 
transmission media, including coaxial cables, copper wire, fiber optics, wires that 
constitute a bus, and acoustic and light waves that are generated during radio wave 
communications. Claims drawn to components involving signals encoded with functional 
descriptive material do not fall within any of the categories of statutory subject matter as 
set forth in 35 U.S.C. 101 , and are therefore, ineligible for protection. The claim needs 
to be limited to the "computer-readable storage medium." 

(ill) Claims 2-1 1 and 1 3-20 are rejected for similar reasons as discussed for their 
respective parent claim, as they fail to present any limitations that resolve the 
deficiencies of the claim from which they depend 

Claim Rejections - 35 USC § 102 

4. The following is a quotation of the appropriate paragraphs of 35 U.S.C. 102 that 
form the basis for the rejections under this section made in this Office action: 

A person shall be entitled to a patent unless - 

(b) the invention was patented or described in a printed publication in this or a foreign country or in public 
use or on sale in this country, more than one year prior to the date of application for patent in the United 

States. 

5. Claims 1-20 are rejected under 35 U.S.C. 102(b) as being anticipated by Bartels 
et al (hereafter Bartels)("Multidimensional Adaptive Umbrella Sampling: Applications to 
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Main Chain and Side Cliain Peptide Conformations," Journal of computational 
Chemistry Volume 18, No 12, Pgs. 1450-1462). 

Bartels was cited in the IDS filed 02/1 1/2005 

6. As to claims 1 and 12, Bartels discloses a method for sampling a stat space by 
iteratively generating states xi,t and their weighing factors, wherein the index I is the 
iteration parameter and the index t distinguishes different states xi,t generated by an 
iteration i (abstract), the method comprising: 

A first step for selecting an initial sampling distribution function (pg. 1452, 
methodology para 1-6); 

A fifth step for performing an analysis (pg. 1452, methodology para 1-6) and an 
iteration procedure including a second step for generating Nj states Xj,t by a numerical 
sampling algorithm and a fourth step for testing one criterion to decide whether to 
continue the iteration procedure or to stop the iteration procedure and to go to a fifth 
step in order to perform the analysis using the simulated data, (pg. 1453, Combination 
of Statistics from Different Simulations, column 1 and 2), wherein the iteration further 
includes a third step determining weighting factors for states xi,t generated so far by 
using sampling distribution functions determined so far (Pg. 1455, calculation of 
observables section, columns 1 and 2) and a fitting step for determining a sampling 
distribution function for the next iteration for states Xi,t generated so far, wherein 0(Xi,t) 
is a function, respectively a property, of the states Xi,t (Pg. 1455, calculation of 
observables section, columns 1 and 2). 
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7. As to claim 2, Bartels discloses tlie sampling distribution function of at least one 
iteration is fitted such that it maximizes an objective function preferably defined as a 
function of local comparisons between the sampling distribution and the product (pg. 
1453, Combination of Statistics from Different Simulations, column 1 and 2). 

8. As to claims 3 and 13, Bartels discloses the sampling distribution function of at 
least one iteration is fitted such that the sampling distribution function is large for at least 
one Stat Xi,t with a large product and tends to be small for states with a small product 
(methodology, Pg 1452, whole section). 

9. As to claim 4, Bartels discloses the sampling distribution function of at least one 
iteration is a function with at least one constraint (pg. 1453, Combination of Statistics 
from Different Simulations, column 1 and 2). 

10. As to claims 5, 14, and 15, Bartels discloses the sampling distribution function 

of at least one iteration is the distribution function of the system with constraints or 
multicanonical distribution function with constraints (pg. 1453, Combination of Statistics 
from Different Simulations, column 1 and 2). 
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11. As to claim 6, Bartels discloses the numerical sampling algorithm of at least one 
iteration generates correlates states (pg. 1453, Combination of Statistics from Different 
Simulations, column 1 and 2). 

12. As to claim 7, Bartels discloses the fitting is done by selecting states for which 
the product has extreme values and by using the selected states to define the region 
which has extreme values (Pg. 1455, calculation of observables section, columns 1 and 
2). 

1 3. As to claim 8, Bartels discloses parameters of the sampling distribution function 
of at least one iteration are determined by a linear least square fit of the logarithm of the 
un-normalized sampling distribution function to the logarithm of the product (Pg. 1455, 
calculation of observables section, columns 1 and 2). 

14. As to claim 9, Bartels discloses the normalization constant of the sampling 
distribution function of at least one iteration is estimated from the sampled states Xi,t 
and their weighting factors (Pg. 1455, calculation of observables section, columns 1 and 
2). 

15. As to claim 10, Bartels discloses at least three iterations are done (Pg. 1455, 
calculation of observables section, columns 1 and 2). 
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16. As to claim 11, Bartels discloses the function is a function of a set of at least two 
functions (pg. 1453, Combination of Statistics from Different Simulations, column 1 and 
2). 

17. As to claim 16, the claim is rejected for similar reasons as claims 2 and 6 above. 

1 8. As to claim 17, Bartels discloses the function is a function of a set of at least two 
functions, including at least one of the following functions: 

At least one property for which at least one estimate is derived in the analysis of 
the fifth step, at least one function that is large for states that must be sampled to 
ensure transitions between important regions, the inverse of the probability distribution 
function of at least one property of the system, and the inverse of the probability 
distribution of the negative logarithm of the distribution function of the system (pg. 1453, 
Combination of Statistics from Different Simulations, column 1 and 2 and Pg. 1455, 
calculation of observables section, columns 1 and 2). 

19. As to claims 18-20, Bartels discloses a computer-readable medium comprising 
executable program instructions configured to cause a computer to perform the method 
of claim 1 , a computer program, adapted to cause a computer to perform the method of 
claim 1 , and a computer-readable medium comprising the computer program of claim 
19 (Inherent in the teachings of Bartels as, a computer-readable medium containing 
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program instructions to be executed in a computer is necessary to perform the 
calculations.)- 



Conclusion 

Any inquiry concerning this communication or earlier communications from the 
examiner should be directed to MICHAEL YAARY whose telephone number is 
(571)270-1249. The examiner can normally be reached on Mon-Fri 9 a.m.-5:30 p.m. 

If attempts to reach the examiner by telephone are unsuccessful, the examiner's 
supervisor, Lewis Bullock can be reached on 571-272-3759. The fax phone number for 
the organization where this application or proceeding is assigned is 571-273-8300. 

Information regarding the status of an application may be obtained from the 
Patent Application Information Retrieval (PAIR) system. Status information for 
published applications may be obtained from either Private PAIR or Public PAIR. 
Status information for unpublished applications is available through Private PAIR only. 
For more information about the PAIR system, see http://pair-direct.uspto.gov. Should 
you have questions on access to the Private PAIR system, contact the Electronic 
Business Center (EBC) at 866-217-9197 (toll-free). If you would like assistance from a 
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USPTO Customer Service Representative or access to the automated information 
system, call 800-786-9199 (IN USA OR CANADA) or 571-272-1000. 



/M. Y./ 

Examiner, Art Unit 2193 
/Lewis A. Bullock, Jr./ 

Supervisory Patent Examiner, Art Unit 2193 



